Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.005 Å; disorder in main residue; R factor = 0.043; wR factor = 0.109; data-to-parameter ratio = 7.2.
Related literature
For the crystal structures of other fused pyrimidinone derivatives and related literature, see: Ding et al. (2004) ; Hu et al. (2005 Hu et al. ( , 2006 Hu et al. ( , 2007 Hu et al. ( , 2008 .
Experimental
Crystal data independent and constrained refinement Á max = 0.14 e Å
À3
Á min = À0.11 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). properties. On the other hand, heterocycles containing triazoles nucleus also exhibit various biological activities.
D-HÁ
The introduction of an triazole ring to the furopyrimidine system is expected to influence the biological activities significantly. As a part of our ongoing investigations on the preparation of derivatives of heterocyclic compounds (Ding et al., (2004) , Hu et al., 2005 Hu et al., , 2006 Hu et al., , 2007 Hu et al., , 2008 , we have synthesized and structurally characterized characterized the title compound, and here we wish to report an X-ray crystal structure of it (Fig. 1) .
In the molecule, the bond lengths and angles are unexceptional. In the title compound the ring system containing the three fused rings is essentially planar (r.m.s. deviation for all 12 non-H atoms 0.041 Å). The phenyl ring makes a dihedral angles of 54.41 (06)° with this ring system. The isopropyl group in molecule is disordered over two positions, with site occupancy factors 0.753 (9) and 0.247 (9); The structure is mainly stabilized by intermolecular weak N-H···O and intramolecular C-H···O hydrogen bonding interactions (Table 1 ) and π-π interactions with interplanar distances of 3.537Å between adjacent furan ring centroids (symmetry code: −x, −y, z) and 3.681Å between phenyl and pyrimidinone rings (symmetry code:
Experimental
The title compound was obtained in excellent yield via aza-Wittig reaction. Crystals suitable for single-crystal X-ray diffraction were obtained by recrystallization from a mixed solvent of ethanol and dichloromethane (1:2 v/v) at room temperature.
Refinement
In the absence of anomalous scatterers, 2307 Friedel pairs were merged. All H atoms were located in difference maps and treated as riding atoms, with C-H = 0.93 Å, U iso = 1.2U eq (C) for Csp 2 , C-H = 0.98 Å, U iso = 1.2U eq (C) for CH, C-H = 0.97 Å, U iso = 1.2U eq (C) for CH 2 , C-H = 0.96 Å, U iso = 1.5U eq (C) for CH 3 . The coordinates of the H atom bonded to N were refined with U iso = 1.2U eq (N) and the N-H distance restrained to 0.86 (1) Å. The bond distances and 1-3 distances in the disordered groups were restrained to be equal within an effective e.s.d. of 0.01 Å. 
